Reinvestigation of the regiospecific outcome of heterocyclization of 3-hydrazino-1,2,4-triazino[5,6-b]indoles: angular versus linear annelated 1,2,4-triazolo-1,2,4-triazino[5,6-b]indole structures.
Divergences of the structural assignments reported in the literature for the products of cyclization of 3-hydrazino-1,2,4-triazino[5,6-b]indoles 1 with one-carbon cyclizing reagents have been reinvestigated. The linear annelated 1,2,4-triazolo[4,3-b]1,2,4-triazino[5,6-b]indoles 3 were found to be the products regiospecifically formed, rather than the angular annelated 1,2,4-triazolo[3,4-c]1,2,4-triazino[5,6-b]indoles 2. Our findings were based on comparison of the UV spectral data of the cyclization products with those of unequivocally as well as inevitably linear annelated compounds. Calculations of optimized geometries and electronic structures accord with the results obtained. Divergences reported in the literature were, therefore, attributed to erroneous structural assignments rather than to cyclization by different regiochemical pathways.